1,2,4-Triazoles exhibit anti-inflammatory, antiviral, analgesic, antimicrobial, 1 anticonvulsant and antidepressant activity. The derivatives of 4,5-disubstituted 1,2,4-triazole are synthesised by intramolecular cyclization of 1,4 disubstitued thiosemicarbazides. 2,3 The electronic structures and thiol-thione tautomeric equilibrium of heterocyclic thione derivatives have been studied. 4 In the present study, a new 4-allyl-5-pyridin-4-yl-2,4-dihydro-3H-1,2,4-triazole-3-thione (3) was synthesized by the reaction of 3-isothiocyanatoprop-1-ene and isonicotinohydrazide (1) through N-allyl-2-isonicotinoylhydrazinecarbothioamide (2). Base-catalysed intra-molecular dehydrative cyclization of this intermediate furnished the thione in good yield (75 -85%). The reaction sequences depicted in Scheme 1 were followed to obtain the new compound. The structures of these compounds were determined by the IR, 1 H-NMR and 13 C-NMR spectra.
85%; m.p.: 495 -497 K.
A summary of the crystallographic information is given in Table 1 . The structure was solved by direct methods and refined by least-squares on Fobs 2 by using the SHELXS-97 and SHELXL-97 programs, respectively.
The final atomic coordinates and equivalent isotropic thermal parameters for Table 2 ; the bond lengths as well as bond and torsion angles are listed in Table 3 . Only a N hydrogen atom was found in a difference Fourier map and refined isotropically.
All other H atoms were placed geometrically and refined with a riding model, and with Uiso constrained to be 1.2-times Ueq of the carrier atom. An ORTEP-3 drawing showing the atom-labeling scheme is presented in Table 2 Final atomic coordinates and equivalent isotropic thermal displacement parameters for non-hydrogen atoms Table 3 Bond lengths (Å), bond and torsion angles (˚)
